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In the title compound, C 11 H 12 ClN 5 O, the triazolone and pyrimidine rings are almost coplanar [dihedral angle = 2.98 (14) ]. The total puckering amplitude Q T of the sevenmembered lactam ring is 0.706 (3) Å .
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as azidothymidine (AZT), which is the most widely used anti-AIDS drug (Gilchrist, 1997) . Recently, a new series of highly active herbicides of substituted azolylpyrimidines were reported (Selby et al., 2002) . In order to discover further biologically active pyrimidine compounds, the title compound, (I), was synthesized and its crystal structure determined ( Fig. 1 ).
In the crystal structure of (I), the triazolone and pyrimidine rings are almost coplanar. The dihedral angle between them is 2.99 (18)°. The total puckering amplitude Q T (Cremer & Pople, 1975) of the seven-membered lactam ring gives a quantitative evaluation of puckering being 0.706 (3) Å.
Experimental
The reaction of 6,7,8,9-tetrahydro-2H-[1,2,4] triazolo[4,3-a]azepin-3(5H)-one (0.184 g, 1.2 mmol) with 4-(3-chlorophenoxy)-2-chloropyrimidine (0.241 g, 1 mmol) in the precence of potassium carbonate (0.207 g, 1.5 mmol) was carried out in N,N-dimethylformamide (20 ml) at 343 K overnight. The reaction was cooled and partitioned between 20 ml dichloromethane and 20 ml water. The aqueous layer was extracted with dichloromethane. After removal of the solvent, colourless crystals were obtained by recrystallization from ethyl acetate solution by slow evaporation (yield 30%).
Refinement
All H atoms were placed in calculated positions, with C-H = 0.93 or 0.97 Å, and refined using a riding model, with U iso (H) = 1.2U eq (C). Fig. 1 . The asymmetric unit of (I), with displacement ellipsoids drawn at the 30% probability level. 5,6,7,8,9-hexahydro-2H-1,2,4-triazolo[4,3-a] C7-N1-C1 108.8 (2) H4A-C4-H4B 107.4 C7-N1-C6 123.8 (2) C6-C5-C4 116.1 (2) C1-N1-C6 127.4 (2) C6-C5-H5A 108.3 C8-N2-N3 120.5 (2) C4-C5-H5A 108.3 C8-N2-C7 128.1 (2) C6-C5-H5B 108.3 N3-N2-C7 111.4 (2) C4-C5-H5B 108.3 C1-N3-N2 104.1 (2) H5A-C5-H5B 107.4 C11-N4-C8 114.7 (2) N1-C6-C5 113.1 (2) C11-N5-C10 112.7 (2) N1-C6-H6A 109.0 N3-C1-N1 112.9 (2) C5-C6-H6A 109.0 N3-C1-C2 124.0 (2) N1-C6-H6B 109.0 N1-C1-C2 123.2 (2) C5-C6-H6B 109.0 C1-C2-C3 114.1 (2) H6A-C6-H6B 107.8 C1-C2-H2A 108.7 O1-C7-N1 128.9 (2) C3-C2-H2A 108.7 O1-C7-N2 128.3 (3) C1-C2-H2B 108.7 N1-C7-N2 102.8 (2) C3-C2-H2B 108.7 N4-C8-N2 115.9 (2) H2A-C2-H2B 107.6 N4-C8-C9 121.9 (3) C4-C3-C2 114.1 (3) N2-C8-C9 122.2 (2) C4-C3-H3A 108.7 C10-C9-C8 116.0 (3)
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